Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.119; data-to-parameter ratio = 23.1.
Related literature
= 96.033 (4) V = 1322.37 (13) Å 3 Z = 4 Cu K radiation = 0.84 mm À1 T = 123 K 0.32 Â 0.24 Â 0.19 mm
Data collection
Agilent Xcalibur (Ruby, Gemini) diffractometer Absorption correction: multi-scan (CrysAlis PRO; Agilent, 2012) T min = 0.938, T max = 1.000 9056 measured reflections 9056 independent reflections 7791 reflections with I > 2(I) R int = 0.034 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.119 S = 1.04 9056 reflections 392 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.32 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày; Àz þ 1; (iii) x À 1; y; z; (iv) x À 1; y; z À 1.
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS2013 (Sheldrick, 2008); program(s) used to refine structure: SHELXL2013 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
YH thanks the Department of Chemistry and Earth
Sciences at Qatar University for support. RJB acknowledges the National Science Foundation MRI program (CHE0619278) for funds to purchase the diffractometer and the Howard University Nanoscience Facility for access to liquid nitrogen.
Comment
Schiff bases are used as ligands to form complexes with metals and borane and such complexes have application in nonlinear optical dyes (Rodríguez et al., 2012; Reyes et al., 2004) and as anion sensors (Hijji et al., 2009; Muñoz et al. 2008) . Related structures were reported by (Gül et al., 2007; Muñoz et al., 2008; Valkonen et al., 2012; Hijji et al., 2014) .
The title compound is a Schiff base prepared by the reaction of 4-dimethylaminobenzaldehyde with 2-amino-5-nitrophenol under microwave conditions.It crystallized with two molecules (A and B) in the asymmetric unit, Fig. 1 . Each molecule adopts an E conformation about the C=N imine bond: C7A═N2A in A and C7B═N2B in B. The two molecules in the asymmetric unit have minor differences in their conformations: In molecule A the dihedral angle between the nitro group (N1A/O2A/O3A) and its benzene ring (C1A-C6A) is 2.1 (2)° and between the two benzene rings (C1A-C6A and C8A-C13A) is only 0.88 (7)°, while for molecule B the corresponding angles are 5.7 (1)° and 2.45 (6)°, respectively. For each molecule there is an intramolecular hydrogen bond (Table 1 and In a related 4-nitrophenyl derivative (Hijji et al., 2014) there are no intermolecular C-H···O hydrogen bonds involving the nitro group.
Experimental
4-dimethaminobenzaldehyde (0.150 g, 1.0 mmol) and 5-nitro-2-amino phenol (0.15 g, 1.0mmol) were placed in a Biotage microwave tube. The mixture was heated in the Biotage initiator microwave for 5 min at 393 K. Upon cooling a brown solid formed. It was dissolved in ethanol and allowed to recrystallize to provide purple crystals (0.20g, 70% yield; M.p.
495-498 K).
A sample was recrystallized from ethanol by slow evaporation to provide crystals suitable for X-ray diffraction analysis. Spectroscopic data for the title compound is available in the archived CIF.
Refinement
The hydroxyl H atoms were located in a difference Fourier map and freely refined. The C-bound H atoms were placed in calculated positions and treated as riding atoms: C-H = 0.95 and 0.99 Å for CH and CH 3 H atoms, respectively, with U iso (H) = 1.5U eq (C-methyl) and = 1.2U eq (C) for other H atoms.
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Figure 1
A view of the molecular structure of the two independent molecules (A and B) of the title compound, with atom labelling.
The intramolecular N-H···O hydrogen bonds are shown as dashed lines (see Table 1 for details).
Figure 2
Crystal packing diagram for the title compound viewed along the a axis. The hydrogen bonds are shown as dashed lines (see Table 1 for details).
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Figure 3
The -A-A-A-and -B-B-B-slabs that lie parallel to one another and to (010) : 189.82, 154.16, 145.54, 142.41, 135.46, 131.50, 124.48, 118.29, 111.12, 111.02, 108.59, 39.60 0.0206 (7) 0.0203 (6) 0.0166 (7) 0.0039 (5) 0.0027 (5) 0.0057 (5) C2A 0.0195 (6) 0.0218 (6) 0.0189 (7) 0.0039 (5) −0.0022 (5) 0.0057 (5) C3A 0.0270 (7) 0.0183 (6) 0.0135 (7) 0.0045 (5) −0.0016 (5) 0.0054 (5) C4A 0.0259 (7) 0.0213 (6) 0.0192 (7) −0.0005 (5) 0.0012 (6) 0.0093 (5) supplementary materials sup-6
(E)-2-{[4-(Dimethylamino)benzylidene]amino}-5-nitrophenol
Acta Cryst. (2014). E70, o598-o599 C5A 0.0210 (6) 0.0212 (6) 0.0180 (7) −0.0012 (5) −0.0022 (5) 0.0075 (5) C6A 0.0218 (6) 0.0146 (6) 0.0157 (7) 0.0033 (5) −0.0010 (5) 0.0048 (5) C7A 0.0205 (6) 0.0178 (6) 0.0164 (7) 0.0043 (5) 0.0024 (5) 0.0063 (5) C8A 0.0209 (6) 0.0158 (6) 0.0168 (7) 0.0037 (5) 0.0003 (5) 0.0045 (5) C9A 0.0205 (6) 0.0200 (6) 0.0170 (7) 0.0008 (5) 0.0014 (5) 0.0075 (5) C10A 0.0168 (6) 0.0224 (6) 0.0212 (7) 0.0004 (5) −0.0016 (5) 0.0066 (5) C11A 0.0199 (6) 0.0194 (6) 0.0134 (7) 0.0052 (5) −0.0004 (5) 0.0051 (5) C12A 0.0184 (6) 0.0232 (6) 0.0180 (7) 0.0023 (5) 0.0020 (5) 0.0073 (5) C13A 0.0175 (6) 0.0215 (6) 0.0171 (7) 0.0023 (5) −0.0012 (5) 0.0055 (5) C14A 0.0266 (8) 0.0452 (9) 0.0170 (7) 0.0020 (6) 0.0009 (6) 0.0150 (6) C15A 0.0245 (7) 0.0421 (9) 0.0158 (7) 0.0054 (6) −0.0025 (6) 0.0124 (6) O1B 0.0217 (5) 0.0353 (6) 0.0183 (5) 0.0089 (4) 0.0041 (4) 0.0111 (4) O2B 0.0342 (6) 0.0509 (7) 0.0255 (6) 0.0093 (5) −0.0065 (5) 0.0158 (5) O3B 0.0494 (7) 0.0472 (7) 0.0149 (6) 0.0183 (6) 0.0031 (5) 0.0094 (5) N1B 0.0347 (7) 0.0252 (6) 0.0186 (7) 0.0039 (5) −0.0035 (5) 0.0081 (5) N2B 0.0219 (6) 0.0201 (5) 0.0150 (6) 0.0024 (4) −0.0004 (4) 0.0062 (4) N3B 0.0192 (6) 0.0340 (6) 0.0160 (6) 0.0058 (5) 0.0017 (5) 0.0099 (5) C1B 0.0194 (6) 0.0189 (6) 0.0171 (7) 0.0007 (5) 0.0020 (5) 0.0073 (5) C2B 0.0198 (6) 0.0213 (6) 0.0217 (7) 0.0026 (5) −0.0014 (5) 0.0093 (5) C3B 0.0284 (7) 0.0195 (6) 0.0141 (7) −0.0006 (5) −0.0029 (6) 0.0059 (5) C4B 0.0284 (7) 0.0212 (6) 0.0172 (7) 0.0049 (5) 0.0034 (6) 0.0049 (5) C5B 0.0215 (6) 0.0211 (6) 0.0179 (7) 0.0053 (5) 0.0009 (5) 0.0064 (5) C6B 0.0206 (6) 0.0156 (6) 0.0169 (7) 0.0001 (5) −0.0001 (5) 0.0066 (5) C7B 0.0185 (6) 0.0174 (6) 0.0185 (7) 0.0008 (5) 0.0013 (5) 0.0054 (5) C8B 0.0190 (6) 0.0161 (6) 0.0177 (7) 0.0000 (5) −0.0006 (5) 0.0060 (5) C9B 0.0199 (6) 0.0183 (6) 0.0174 (7) 0.0036 (5) 0.0028 (5) 0.0049 (5) C10B 0.0179 (6) 0.0203 (6) 0.0195 (7) 0.0046 (5) −0.0006 (5) 0.0069 (5) C11B 0.0190 (6) 0.0183 (6) 0.0172 (7) 0.0005 (5) −0.0012 (5) 0.0069 (5) C12B 0.0174 (6) 0.0234 (6) 0.0186 (7) 0.0046 (5) 0.0033 (5) 0.0077 (5) C13B 0.0162 (6) 0.0208 (6) 0.0203 (7) 0.0032 (5) 0.0005 (5) 0.0087 (5) C14B 0.0273 (7) 0.0424 (9) 0.0168 (7) 0.0085 (6) 0.0036 (6) 0.0112 (6) C15B 0.0269 (7) 0.0395 (8) 0.0171 (7) 0.0103 (6) −0.0012 (6) 0.0109 (6) Geometric parameters (Å, º) 
